NiC 21 H 22 O 6 N 6 , orthorhombic, Pnma, a = 18.214(3) Å,
Source of material
5-methylisophthalic acid (0.02 g, 0.1 mmol), 1,4-bis(triazol-1-ylmethyl)benzene and NiCl 2 (0.02 g, 0.1 mmol) were added to H 2 O (10 mL) in a teflon-lined stainless steel reactor. The mixture was heated at 393 K for 3 days, and then slowly cooled down to room temperature. Green block crystals of the title compound were obtained.
Experimental details
The hydrogen atoms were placed at calculated positions with the SHELX program [2] 
Discussion
The rational design metal-organic coordination polymers (CPs) have received remarkable attention, not only because of their fascinating architectures and topologies but also because of their potential applications as functional materials [3] [4] [5] [6] [7] [8] . It is well known that topologies of coordination polymers have a significant impact on their physical and chemical properties [9] [10] [11] [12] [13] . Some isophthalic acids have been used in preparation of coordination polymers. For example, Du's group synthesised a series of 1D, 2D and 3D CPs using isophthalic acid and 5-hydroxylisophthalic acid [14] . Guo's group reported zinc(II) CPs based on isophthalic acid, 5-hydroxyisophthalic acid, 5-aminoisophthalic acid, 5-nitroisophthalic acid and 1,3,5-benzenetricarboxylic acid as educt. These compounds present superior CO 2 adsorption, tunable photoluminescence, direct white-light emission [15] . The results show that different substituents lead to different structures and properties. However, the study of CPs based on 5-methylisophthalate has been reported rarely [16, 17] . In order to study the effect of a single methyl group on structural topologies and physicochemical properties we chose 5-methylisophthalic acid along with 1,4-bis(triazol-1-ylmethyl) benzene to elaborate new complexes.
The asymmetric unit possesses one half Ni(II) ions, one half mip (5-methylisophthalic acid) ligand, one half bitb (1,4-bis(triazol-1-ylmethyl)benzene) ligand, and one coordinated water molecule. Ni1 is six-coordinated with a distorted octahedral environment by two carboxylic O atoms from two mip ligands, two N atoms from two bitb ligands and two coordinated water molecules. The bond angles around Ni1 range from 85.36(5) to 180.0°, the Ni1-O bond lengths vary from 2.0910(13) to 2.1103(12) Å, and the Ni1-N bond distances are 2.0852 (16) . The mip ligand is completely deprotonated. Both carboxylate groups act monodentate to bridge two Ni(II) ions. On the basis of the connection, mip ligands connect Ni1 ions to form a 1D chain. The same is true for the bitb ligand (cf. the figure).
